Supporting Information for:
High-Confidence Qualitative Identification of Organophosphorus Nerve Agent Adducts to Human Butyrylcholinesterase Thomas Table S3 : Compound Database Settings. The following parameters were used for the QC Compound Database. This database was also used for the post-acquisition processing of convenience set samples. For unknown samples, a new database was made taking into account the high resolution unknown parent ion masses identified but keeping the masses and mass tolerances of fragments constant. Analytes were introduced into the source of the instrument at the flow rate, solvent composition, and concentrations likely to be observed in processed sera or plasma. Mass deviations (ppm) are provided for each analyte and parameter. In addition, an ID percentage is also included as a measure of efficiency.
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